Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.098; data-to-parameter ratio = 14.6. organic compounds o3064 Ahmad et al.
The asymmetric unit of the title compound, C 21 H 22 N 4 O 4 S, contains two molecules (A and B), in which the thiazine rings adopt an S-envelope conformation with the S atoms displaced by 0.621 (2) and 0.697 (2) Å from the mean planes formed by the remaining ring atoms. The dihedral angles between the Nmethylacetamide groups and the methoxybenzene rings are 8.67 (10) and 54.49 (6) in the two molecules and the equivalent torsion angles in the N-methylacetamide chains connecting the ring systems also differ. In the crystal, N-HÁ Á ÁO hydrogen bonds connect the components into C(4) [100] chains of alternating A and B molecules. The packing is consolidated by weak C-HÁ Á ÁO interactions, which generate a three-dimensional network.
Related literature
For therapeutic applications of benzothiazines, see: Turck et al. (1996) ; Lombardino et al. (1973) ; Zinnes et al. (1973) . For therapeutic applications of pyrrazoles, see: Silverstein et al. (2000) . For the properties and crystal structures of related pyrazolobenzothiazine derivatives, see: Ahmad et al. (2010a Ahmad et al. ( ,b, 2012 2011a,b) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.098 S = 1.02 7975 reflections 547 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) Àx þ 2; y þ 1 2 ; Àz þ 3 2 ; et al., 1996; Lombardino et al., 1973; Zinnes et al., 1973) . On the other hand, celecoxib, a pyrazole compound is an antiinflammatory drug and a selective inhibitor of cox-2 enzyme (Silverstein et al., 2000) . These structural and bioactivity features have led us to the synthesis of new carboxamides based on pyrazolobenzothiazines, which are structural hybrids of both of these medicinally important heterocycles (Ahmad et al., 2010a; 2010b . We report the synthesis and crystal structure of the title compound in this article.
The asymmetric unit of the title compound contains two independent conformers (Fig. 1) . In both molecules, the heterocyclic thiazine rings adopt S-envelope conformations with atoms S1 and S2 displaced by 0.621 (2) and 0.697 (2) Å, respectively, from the mean planes formed by the remaining ring atoms (rmsd 0.0469 and 0.0608 Å, respectively). In both molecules, the atoms N1-N3/C1/C6-C9 and N5-N6/C22/C27-C30 of the thiazine and pyrrazole rings are individually close to coplanar (rmsd 0.0392 and 0.0548 Å) and form dihedral angles 14.01 (7) and 15.69 (8)° with the mean-planes of the benzene rings (C1-C6) and (C22-C27), respectively. The N-methylacetamide groups (O3/N4/C12-C14) and
(O7/N8/C33-C35)) are individually almost planar (rmsd 0.0229 and 0.0047 Å, respectively) and their mean-planes are oriented at drastically different angles, 8.67 (10) and 54.49 (6)°, with respect to the benzene rings (C15-C20) and (C36-C41), respectively. The conformational differences in the two molecules are more pronounced from a comparison of torsion angles involving the N-methylacetamide chain connecting the methoxy benzene and pyrrazole rings, e.g., in one molecule the torsion angles, N2/N3-C12/C13, N3/C12-C13/N4, C12/C13-N4/C14, C13/N4-C14/C15 and N4/C14- Experimental 3,4-Dimethyl-5,5-dioxidopyrazolo[4,3-c][1,2] benzothiazin-2(4H)-yl acetic acid (1.013 g, 3.3 mmoles) was dissolved in toluene:THF (2:1) and boran-THF complex (1.1 mmoles) was added ton it. The reaction mixture was stirred for a period of 40 minutes and 3-methoxybenzyl amine (0.45 g, 3.3 mmoles) was added to it. The contents of the flask were refluxed for 5 hrs. The solvent was evaporated under vacuum and the title compound as the end product was purified by column chromatography. Colourless plates were grown from ethyl acetate solution at room temperature by slow evaporation; m.p. 425-426 K.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with N-H = 0.88 Å and C-H = 0.95, 0.98 and 0.99 Å, for aryl, methyl and methylene type H-atoms, respectively. The U iso (H) were allowed at 1.2U eq (N/C). 
Computing details

Figure 3
A view of the hydrogen bonding interactions (dotted lines) in the crystal structure of the title compound. H atoms nonparticipating in hydrogen-bonding were omitted for clarity.
2-(3,4-Dimethyl-5,5-dioxo-2H,4H-pyrazolo[4,3c][1,2]benzothiazin-2-yl)-N-(3-methoxybenzyl)acetamide
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.73006 (5) (7) 0.0250 (7) 0.0039 (6) 0.0045 (6) −0.0037 (5) N2 0.0250 (7) 0.0284 (7) 0.0267 (7) 0.0026 (5) −0.0011 (6) −0.0039 (5) N3 0.0229 (7) 0.0314 (7) 0.0229 (6) 0.0013 (5) 0.0001 (5) −0.0040 (5) sup-8 . E68, o3064-o3065 N4 0.0201 (6) 0.0330 (7) 0.0242 (6) −0.0010 (5) 0.0029 (5) −0.0037 (5) C1 0.0274 (8) 0.0274 (8) 0.0285 (8) −0.0017 (6) 0.0026 (7) 0.0018 (6) C2 0.0462 (11) 0.0396 (10) 0.0281 (9) −0.0011 (8) 0.0040 (8) 0.0022 (7) C3 0.0519 (12) 0.0451 (11) 0.0342 (10) 0.0007 (9) −0.0046 (9) 0.0124 (8) C4 0.0384 (10) 0.0344 (10) 0.0461 (11) 0.0049 (8) −0.0058 (9) 0.0098 (8) C5 0.0269 (8) 0.0289 (8) 0.0372 (9) 0.0005 (7) 0.0003 (7) −0.0003 (7) C6 0.0217 (7) 0.0251 (8) 0.0287 (8) −0.0034 (6) −0.0013 (6) −0.0008 (6) C7 0.0192 (7) 0.0260 (8) 0.0262 (8) 0.0000 (6) −0.0009 (6) −0.0041 (6) C8 0.0220 (7) 0.0263 (8) 0.0243 (7) 0.0021 (6) 0.0001 (6) −0.0032 (6) C9 0.0199 (7) 0.0285 (8) 0.0256 (8) 0.0005 (6) −0.0005 (6) −0.0037 (6) C10 0.0324 (9) 0.0363 (9) 0.0286 (8) 0.0050 (7) 0.0009 (7) 0.0023 (7) C11 0.0415 (10) 0.0282 (8) 0.0332 (9) −0.0004 (7) 0.0007 (8) −0.0053 (7) C12 0.0243 (8) 0.0378 (9) 0.0244 (8) −0.0029 (7) 0.0034 (7) −0.0061 (7) C13 0.0214 (7) 0.0286 (8) 0.0209 (7) 0.0018 (6) 0.0001 (6) 0.0031 (6) C14 0.0234 (8) 0.0382 (9) 0.0292 (8) −0.0033 (7) 0.0004 (7) −0.0069 (7) C15 0.0283 (8) 0.0270 (8) 0.0225 (7) 0.0001 (6) −0.0016 (7) 0.0009 (6) C16 0.0288 (8) 0.0305 (8) 0.0277 (8) −0.0035 (7) 0.0003 (7) −0.0043 (6) C17 0.0340 (9) 0.0322 (9) 0.0286 (8) −0.0001 (7) 0.0048 (7) −0.0016 (7) C18 0.0464 (11) 0.0294 (9) 0.0293 (9) −0.0002 (8) 0.0014 (8) −0.0062 (7) C19 0.0430 (10) 0.0327 (9) 0.0381 (10) −0.0089 (8) −0.0053 (8) −0.0071 (7) C20 0.0290 (9) 0.0364 (9) 0.0361 (9) −0.0053 (7) −0.0015 (8) −0.0017 (7) C21 0.0338 (10) 0.0597 (13) 0.0632 (14) −0.0082 (9) 0.0192 (10) −0.0177 (11) S2 0.0328 (2) 0.0449 (3) 0.0257 (2) −0.00011 (18) −0.00307 (17) 0.00447 (17) O5 0.0581 (9) 0.0620 (9) 0.0283 (7) 0.0026 (7) −0.0064 (6) 0.0098 (6) O6 0.0301 (7) 0.0562 (8) 0.0409 (7) −0.0053 (6) −0.0041 (6) 0.0006 (6) O7 0.0211 (6) 0.0437 (7) 0.0284 (6) −0.0027 (5) 0.0003 (5) −0.0008 (5) O8 0.0414 (8) 0.0413 (8) 0.0641 (9) 0.0124 (6) 0.0046 (7) 0.0058 (7) N5 0.0333 (8) 0.0337 (8) 0.0283 (7) 0.0045 (6) −0.0008 (6) 0.0066 (6) N6 0.0235 (7) 0.0260 (7) 0.0252 (7) 0.0017 (5) 0.0032 (5) −0.0012 (5) N7 0.0223 (6) 0.0269 (7) 0.0230 (6) 0.0019 (5) 0.0027 (5) −0.0013 (5) N8 0.0217 (7) 0.0377 (8) 0.0327 (7) −0.0052 (6) −0.0018 (6) 0.0060 (6) C22 0.0307 (9) 0.0338 (9) 0.0278 (8) −0.0063 (7) 0.0047 (7) −0.0002 (7) C23 0.0463 (11) 0.0487 (11) 0.0267 (9) −0.0112 (9) 0.0074 (8) −0.0039 (8) C24 0.0496 (12) 0.0515 (12) 0.0374 (10) −0.0103 (10) 0.0204 (9) −0.0148 (9) C25 0.0376 (10) 0.0367 (10) 0.0501 (11) −0.0014 (8) 0.0144 (9) −0.0108 (8) C26 0.0308 (9) 0.0309 (9) 0.0371 (9) −0.0012 (7) 0.0066 (8) −0.0020 (7) 
